Key indicators: single-crystal X-ray study; T = 150 K; mean (C-C) = 0.003 Å; R factor = 0.025; wR factor = 0.052; data-to-parameter ratio = 25.8.
In the title complex molecule, [Ti(C 10 H 15 ) 2 I], the paramagnetic Ti(III) atom is coordinated by two pentamethylcyclopentadienyl (Cp*) ligands and one iodide ligand. The two Cp* ligands are in a staggered orientation. The coordination geometry at the titanium atom can be described as distorted trigonal-planar.
Related literature
For related bis( 5 -pentamethylcyclopentadienyl)titanium(III) halides, Cp* 2 TiX, see: Pattiasina et al. (1987) (X = Cl); Herzog et al. (1994) (X = F). For the molecular structure of Cp* 2 TiF, see: Lukens et al. (1996) . For bis( 5 -tetramethylcyclopentadienyl)titanium(III) halides, see: Troyanov et al. (1993) .
Experimental
Crystal data [Ti(C 10 Data collection: X-AREA (Stoe & Cie, 2005); cell refinement: X-AREA; data reduction: X-AREA; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: XP in SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXL97.
at the titanium is distorted trigonal planar (CE1-Ti1-CE2 = 142.4, CE1-Ti1-I1 = 109.2 and CE2-Ti1-I1 = 108.4°; CE1 = centroid of C1-C5 and CE2 = centroid of C11-C15). A similar distortion is observed for the known bis(η 5 -pentamethylcyclopentadienyl)-titanium(III) halides Cp* 2 TiF (Herzog et al., 1994) and Cp* 2 TiCl (Pattiasina et al., 1987) . The Ti1-I1 bond length of 2.7508 (3) Å is close to that in the related complex (η 5 -C 5 HMe 4 ) 2 TiI [Ti1-I1 = 2.759 (2) Å] (Troyanov et al., 1993) .
A mixture of Cp* 2 TiF (0.350 g, 1.04 mmol) and LiI (0.223 g, 1.67 mmol) was suspended in 25 ml diethyl ether and stirred at room temperature overnight. The solvent was removed in vacuo and the dark green residue was extracted with n-hexane. The filtrate was concentrated to dryness in vacuo and the solid residue was recrystallized from n-pentane to give dark blue-green needles. Yield: 0.431 g (0.97 mmol, 93%).
Refinement
All H atoms were placed in idealized positions with d(C-H) = 0.98 and refined using a riding model, with U iso (H) fixed at 1.5U eq (C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) Atomic displacement parameters (Å 2 )
0.0265 (8) 0.0231 (9) 0.0196 (9) −0.0047 (8) 0.0047 (7) −0.0004 (9) C2 0.0195 (7) 0.0234 (10) 0.0167 (9) −0.0002 (7) 0.0032 (6) −0.0020 (7) C3 0.0237 (8) 0.0228 (10) 0.0146 (8) −0.0018 (7) 0.0023 (7) 0.0009 (7) C4 0.0244 (9) 0.0291 (11) 0.0195 (10) 0.0003 (7) 0.0077 (7) −0.0042 (8) C5 0.0296 (9) 0.0219 (10) 0.0235 (10) 0.0026 (7) 0.0039 (8 
